Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.003 Å; R factor = 0.057; wR factor = 0.144; data-to-parameter ratio = 15.0.
In the title compound, C 14 H 18 N 2 O 6 ÁC 2 H 6 OS, the -C(O)NH-CH 2 CO 2 H and -O(CH 2 ) 2 CH(CH 3 ) 2 substitutents of the aromatic ring are positioned such that the -NH-group is hydrogen-bond donor to the ether O atom of the other substituent. The dimethyl sulfoxide solvent molecule is linked to the carboxylic acid group by an O-HÁ Á ÁO hydrogen bond.
Related literature
For background to this study, see: Shaginian et al. (2009 Table 1 Hydrogen-bond geometry (Å , ). Experimental 2-(Isopentyloxy)-4-nitrobenzoic acid (0.51 g, 2 mmol) was dissolved in thionyl chloride (2 ml). The synthesis is based on that reported for 2-methoxy-4-nitrobenzoic acid. The mixture was heated for half an hour. The excess reactant was evaporated and the residue dissolved in dichloromethane (10 ml) for the subsequent coupling reaction.
To a solution of methyl 2-aminoacetate hydrochloride (0.26 g, 2.1 mmol) in dichloromethane (30 ml) and triethylamine (0.5 ml) was added the above acid chloride at 273 K. The mixture was stirred at room temperature for half an hour. The solvent was removed and the residue was dissolved in methanol (50 ml) containing lithium hydroxide hydrate (0.65 g, 10 mmol) dissolved in water (2 ml). The mixture was heated for 5 h. The residue after removal of most of the solvent was acidified with 10% hydrochloric acid to a pH of 3. Filtration afforded the product as a white solid (0.41 g, 70%). Crystals were grown in DMSO.
Refinement
Carbon-bound H-atoms were placed in calculated positions (C-H 0.93-0.97 Å) and were included in the refinement in the riding model approximation, with U(H) set to 1.20 to 1.5U(C).
The acid and amino H-atoms were located in a difference Fourier map, and were refined with distance restrainst of O-H 0.84±0.01 and N-H 0.84±0.01 Å; their temperature factors were freely refined. 
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